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SUPPORTING INFORMATION

S1-S4 '"H-NMR and "C-NMR spectra of the synthesized compounds.
S5-S10 Inhibitor/PDK2 STD-NMR spectra.
S11 Inhibitor/DCA competition STD-NMR spectra.
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Figure S5. 1) Off-resonance '"H-NMR spectrum of DCA, 2) On-resonance 'H-NMR spectrum of
DCA, 3) 'H-STD-NMR spectrum of DCA.
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Figure S6. 1) Off-resonance "H-NMR spectrum of 4, 2) On-resonance 'H-NMR spectrum of 4, 3)
'H-STD-NMR spectrum of 4.

7X 'HSTD NMR 100% 80%
‘ 1 ’
’ | |
. 1 N . M Vo A i x Ao “"
\V\J‘“"""u“ﬂw\,«‘“l et ey *.'J\vn"-."‘f‘l{'\w-ﬂ.-‘\"“‘.A‘f‘u"‘ \f'\’vl\’v‘\fv’”u\.“‘-""’li J'M“""u‘ ‘-'Wb’”u"‘ H‘rﬂ\.;“m“"'\"\"\ﬁ\n"’q“ m""./ “.Vm,fl ‘V"“H""J'f L‘\I‘M “'\'J’I")‘V‘I “”,w"ﬂf"u"‘ \'AU‘JM'\_.”U-J IVlv‘f"l\‘pl‘ \,-Hf.v%u\}uk
| f
2 On-resonance H NMR ‘ ‘ 2
\
\l ; I
et e "j - e e S N
I‘!
' f
Off-resonance '"H NMR | ‘
| |
I . |F‘ Il
\ e AP,
1

: : : - - . : . T r - : T : : . - T : T : - -
79 78 77 76 75 74 73 72 71 70 69 68 67 66 65 64 63 62 61 60 59 58 57
f1 (ppm)



Figure S7. 1) Off-resonance "H-NMR spectrum of 5, 2) On-resonance 'H-NMR spectrum of 5, 3)

'H-STD-NMR spectrum of 5. % Indicates the extend of interaction of specific protons with
PDHK2.
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Figure S8. 1) Off-resonance "H-NMR spectrum of 8, 2) On-resonance 'H-NMR spectrum of 8, 3)
'H-STD-NMR spectrum of 8.
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Figure S9. 1) Off-resonance '"H-NMR spectrum of 11, 2) On-resonance '"H-NMR spectrum of 11,
3) 'H-STD-NMR spectrum of 11.
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Figure S10. 1) Off-resonance 'H-NMR spectrum of 12, 2) On-resonance 'H-NMR spectrum of
12, 3) '"H-STD-NMR spectrum of 12. % Indicates the extend of interaction of specific protons
with PDHK2.
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Figure S11. 1) Off-resonance 'H-NMR spectrum of 8, 2) On-resonance 'H-NMR spectrum of 8,
3) 'H-STD-NMR spectrum of 8, 4) 'H-STD-NMR spectrum of a mixture of 8 and DCA.
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